


Physical Chemical Information
Molecular  

Weight:
  124.12 Physical 

State - Neat:
  Solid

Percent  
500:

Percent  
1000:

Melting Point 
(Measured):

  95.00 - 
97.00

Melting 
Point (est):

MPD (EPI):

Vapor  
Pressure:

Vapor 
Pressure  

(est):

  0.043 VP  
(EPI):

Water  
Solubility:

Water 
Solubility  

(EST):

  407 Water 
Solubility  

(EPI):
Log  

Kow:
Log  

Kow (EPI):
Log  

P:
Log P  

Comment:

SAT Concern
Ecotox Rating 

(1):
  2 Ecotox 

Rating 
Comment 

(1):
Ecotox  

Rating (2):
Ecotox 
Rating 

Comment  
(2):

Health Rating  
(1):

  2 Health  
Rating 

Comment 
(1):

Health Rating  
(2):

Health  
Rating 

Comment 
(2):

PBT Ratings
Persistence Bioaccumulation Toxicity Comments

3 1 2
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Exposure  
Based Review 

(Health)?
Exposure Based 

Review  
(Ecotox)?

  N 

SAT  
Keywords:

  SEVER IRR/CORR.E, S, L, SENS.S, ACUTE,  
LIVER, DEVEL, MUTA, ONCO

Fate Assessment 
Summary:

P-17-0023 
FATE: 
Solid with MP = 95-97 °C (M)  

log Kow = -0.90 (E) 
S > 10 g/L at 25 °C (E) 
VP = 4.4E-2  
torr at 25 °C (E) 
BP = 209 °C (E) 
H = 1.15E-6 (E) 
log Koc =  
0.97 (E) 
log Fish BCF = 0.50 (3) (E) 
log Fish BAF = -0.05 (1) (E)  

POTW removal (%) = 0-25 via possible biodeg 
Time for complete  
ultimate aerobic biodeg = wk 
Sorption to soils/sediments = low  

Volatilization half-life from a standard river = 570 hrs  

Volatilization half-life from a standard lake = 260 da 
Atmospheric  
Oxidation Half-life = 120 hr via OH radical 
PBT Potential: P3B1  

*CEB FATE: Migration to ground water = rapid 

Overall  
wastewater treatment removal is 0-25% based analogous chemicals.  

Sorption to sludge is low based on analogous chemicals. 
Air  
Stripping (Volatilization to air) is low based on analogous chemicals and  
the estimated vapor pressure. 
Removal by biodegradation in wastewater  
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treatment is negligible to moderate based on analogous chemicals and  
BIOWIN model estimates. 
The aerobic aquatic biodegradation half-life  
is weeks based on analogous chemicals. 
The anaerobic aquatic  
biodegradation half-life is months to greater than months based on the  
aerobic biodegradation half-life. The anaerobic biodegradation half-life  
is projected to be greater or equal to the aerobic biodegradation  
half-life. 
Sorption to soil and sediment is low based on  
PCKOC model estimates and analogous chemicals. 
Migration to  
groundwater is rapid based on the estimated water solubility and analogous  
chemicals. 
PMN Material: 
High Persistence (P3) is based on the  
anaerobic biodegradation half-life. 
Low Bioaccumulation potential  
(B1) is based on analogous chemicals.

Removal  
in WWT/POTW 

(Overall):

0-25

Condition Rating Values

w/ Rating Description

Comment

WWT/POTW  
Sorption:

1

WWT/POTW 
Stripping:

3

Biodegradation 
Removal:

3-4

Biodegradation 
Destruction:

Aerobic Biodeg 
Ult:

2

Aerobic Biodeg 
Prim:

Anaerobic Biodeg 
Ult:

3-4

Anaerobic Biodeg 
Prim:

Hydrolysis (t1/2 
at pH 7,25C) A:
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Ecotox Assessment
Test organism Test  

Type
Test 

Endpoint
Predicted Measured Comments

Fish 96-h LC50 >100 >15.2
Daphnid 48-h LC50 >100 >12.4

Green  
Algae

96-h EC50 >100 >9.1

Fish - Chronic 
Value

>10

Daphnid - Chronic 
Value

>10

Green Algae - Chronic 
Value

>10 5

Factors Most 
Sensitive  
Endpoint

Assessment 
Factor

CoC Comment

Acute  
Acquatic:

4 5000 acute/chronic

Chronic  
Acquatic:

10 500 acute/chronic

Ecotox Route of 
Exposure?

  All releases to  
water

Factors Values Comments
SARs: esters

SAR  
Class:

esters

TSCA NCC 
Category?

Esters

Recommended Testing

Ecotox  
Value Comments
Predictions are based on SARs for esters; SAR  
chemical class = ester; MW 124; solid with mp = 97 C (M); S = 38.2 g/L at 20 C  
(P); pH7; effective concentrations based on 100% active ingredients and  
nominal concentrations; hardness <150.0 mg/L as CaCO3; and TOC <2.0  
mg/L; 

Acute base set toxicity testing was submitted that  
was considered an acceptable study method, but did not test to a high enough  
concentration. 
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